Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.045; wR factor = 0.124; data-to-parameter ratio = 15.1.
In the title compound, C 12 H 12 N 2 O 2 S, the molecules have a wing-like conformation, with a distance of 3.797 (2) Å between the centroids of the five-and six-membered rings. In the crystal structure, molecules are linked by N-HÁ Á ÁO hydrogen bonds, forming infinite one-dimensional zigzag chains, running along [001] , with a C(4) graph-set motif.
Related literature
For related compounds, see: Seijas et al. (2006 Seijas et al. ( , 2007 ; Delgado et al. (2007) ; Sulbaran et al. (2007) . For racemization of amino acids, see: Yamada et al. (1983) ; Yoshioka (2007) . For reference structural data, see: Allen et al. (2002) . For hydrogenbond motifs in graph-set notation, see Etter (1990) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Brandenburg, 1999) ; software used to prepare material for publication: PLATON (Spek, 2003) and publCIF (Westrip, 2009 
Comment
In continuation of our study of N-carbamoyl, hydantoin and thiohydantoin derivatives of α-amino acids (Seijas et al., 2006 (Seijas et al., , 2007 Delgado et al., 2007; Sulbaran et al., 2007) , we report here the structure of the title compound (I) -the N-acetylthiohydantoin derivative of the α-amino acid L-phenylalanine.
Compound (I) (Fig. 1 ) crystallizes in a centrosymmetric space group, which implies that L-phenylalanine suffered an amino acid racemization produced by the use of acetic acid in the synthesis (Yamada et al. 1983; Yoshioka, 2007) . All bond distances and angles are normal (Allen, 2002) . The thiohydantoin ring is essentially planar with a maximum deviations of 0.023 (1) Å in C4 and -0.025 (2) Å in C5. The molecular structure and crystal packing of (I) are stabilized by intermolecular N3-H3···O4 (x, 1/2 -y, 1/2 + z) hydrogen bonds (Table 1) , forming infinite one-dimentional zigzag chains that run along
[001] direction, which can be described in graph-set notation as C(4) (Etter, 1990) (Figure 2 ).
Experimental L-phenylalanine (3.4 mmol) and NH 4 SCN (3.4 mmol) was dissolved in a 9 ml acetic anhydride -1 ml acetic acid mixture and transferred in a round-bottom flask. The mixture was warmed, with agitation, to 363 K over a period of 30 min. The resulting solution was cooled in a ice/water mixture and stored in a freezer overnight. The resulting white solid was filtered off and washed with cool water (m.p. 441-443 K). Crystal of (I) suitable for X-ray diffraction analysis were obtained by slow evaporation of a 1:1 ethanol-methanol solution.
Refinement
All H atoms were placed at calculated positions and treated using the riding model, with C-H distances of 0.93-0.98 A, and N-H distances of 0.86 A. The U iso (H) parameters were fixed at 1.2U eq (C, N) and 1.5U eq (methyl). Figures   Fig. 1 . The molecular structure of (I), showing the atomic numbering scheme. Displacement elipsoids are drawn at the 25% probability level and H atoms are shown as spheres of arbitrary radii.
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